The table below summarises the geometric issues observed across the polymeric chains and their t to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor t to the electron density. The numeric value is given above the bar.
Mol Chain Length
Quality of chain In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
Molecule 1 is a protein called p-hydroxybenzoate hydroxylase transcriptional activator. A  93  SER  -expression tag  UNP Q43992  A  94  ASN  -expression tag  UNP Q43992  A  95  ALA  -expression tag  UNP Q43992  A  ?  -LEU  deletion  UNP Q43992  A  220  VAL  LEU  engineered mutation UNP Q43992  B  93  SER  -expression tag  UNP Q43992  B  94  ASN  -expression tag  UNP Q43992  B  95  ALA  -expression tag  UNP Q43992  B  ?  -LEU  deletion  UNP Q43992  B  220  VAL  LEU  engineered mutation UNP Q43992  C  93  SER  -expression tag  UNP Q43992  C  94  ASN  -expression tag  UNP Q43992  C  95  ALA  -expression tag  UNP Q43992  C  ?  -LEU  deletion  UNP Q43992  C  220  VAL  LEU  engineered mutation UNP Q43992  D  93  SER  -expression tag  UNP Q43992  D  94  ASN  -expression tag  UNP Q43992  D  95  ALA  -expression tag  UNP Q43992  D  ?  -LEU  deletion  UNP Q43992  D  220  VAL  LEU  engineered mutation UNP Q43992 Molecule 2 is 3-HYDROXYBENZOIC ACID (three-letter code: 3HB) (formula: C 7 H 6 O 3 ). 2  A  1  Total C O  10  7 3  0  0   2  B  1  Total C O  10  7 3  0  0   2  C  1  Total C O  10  7 3  0  0   2  D  1  Total C O  10  7 3  0  0 Molecule 3 is 1,2-ETHANEDIOL (three-letter code: EDO) (formula: C 2 H 6 O 2 ). 5HPI
Mol Chain Residues

Mol Chain Residues Atoms ZeroOcc AltConf
Mol Chain Residues Atoms ZeroOcc AltConf Full wwPDB X-ray Structure Validation Report 5HPI
Continued from previous page... AltConf   5  C  3  Total O  3  3  0  0   5  D  3  Total O  3  3  0  0 3 Residue-property plots i O These plots are drawn for all protein, RNA and DNA chains in the entry. The rst graphic for a chain summarises the proportions of the various outlier classes displayed in the second graphic. The second graphic shows the sequence view annotated by issues in geometryand electron density.
Mol Chain Residues Atoms ZeroOcc
Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor t to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
• Molecule 1: p-hydroxybenzoate hydroxylase transcriptional activator Chain A:
• •   E124  H125  E126  Y134  L135  P136  Q137  Q138  D139  N140  G147  M148  H149  N152  R153  L154  P155  A158  T159  K163  E172  I178  R185  L186  T187  P188  Y189  T190  I191  T192   D193  E194  F197  R205  L211  S212  T213  E214  E215  H216  G219  N229  I235  N239  C240  T244  Q250  D254  Q255  L267  V271 • Molecule 1: p-hydroxybenzoate hydroxylase transcriptional activator Chain C: • P99 K100
• Q112  T113  I119  V120  E124  H125   •   E126  V127  V128  R132  S133  Q137  N140  R142  V143  SER  PRO  TYR  GLY  MSE  H149  R153  S160  T161  L166  L169  V173  Q174  I178  Y181  D193  T196  F197  L198  D202  A203 Full wwPDB X-ray Structure Validation Report 5HPI V204  R205  S212  E215  G219  L228  L238  M241  T244  N245  Q248  P249  Q250  D254  L267  V271 • There are no bond angle outliers.
There are no chirality outliers.
There are no planarity outliers. Continued on next page...
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Full wwPDB X-ray Structure Validation Report 5HPI
Continued from previous page... The all-atom clashscore is dened as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 8.
Mol Chain Non-H H(model) H(added) Clashes
All (94) In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues.
Mol Chain Analysed Favoured Allowed Outliers Percentiles In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues.
Mol Chain Analysed Rotameric Outliers Percentiles There are no such residues in this entry.
